Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.006 Å; R factor = 0.045; wR factor = 0.068; data-to-parameter ratio = 15.8.
Related literature
1-(5-Bromo-2-hydroxy-4-methoxyphenyl)ethanone is one of the main components of the traditional Chinese medicine Moutan Cortex, which is also a valuable spice and is widely used in domestic chemistry, see: Chung (1999) ; Liu et al. (2000) . For our work on the preparation of derivatives, see: Qi et al. (2003) .
Experimental
Crystal data C 9 H 9 BrO 3 M r = 245.07 Monoclinic, P2 1 =c a = 9.916 (3) Å b = 13.836 (5) Å c = 6.940 (2) Å = 90.031 (3) V = 952.0 (5) Å 3 Z = 4 Mo K radiation = 4.29 mm À1 T = 296 K 0.24 Â 0.13 Â 0.09 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2001) T min = 0.426, T max = 0.699 5163 measured reflections 1860 independent reflections 977 reflections with I > 2(I) R int = 0.080 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.068 S = 1.01 1860 reflections 118 parameters H-atom parameters constrained Á max = 0.46 e Å À3 Á min = À0.52 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT-Plus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) ; software used to prepare material for publication: PLATON.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: AT2849). Cortex, which is also a valuable inartificial spicery and can be widely used in domestic chemistry (Chung, 1999; Liu, et al. 2000) . But the nature of water insolubility and volatility makes it difficult to exert its efficiency sufficiently. Preparing derivatives has been an active research area (Qi, et al. 2003 ) for a long time. Herein we report the crystal structure of the title compound (I).
Compound (I) consists of an asymmetric organic molecule (Fig.1) . The C1-C6 benzene ring in (I) is an aromatic ring, on which four different organic groups decorated. In the structure, C8-O3 [1.224 (4) Å] is typical for a C═O double bond, whereas, the C4-O1, C6-O2 and C7-O2 bond distances are of 1.347 (4), 1.351 (4) and 1.420 (4) Å, respectively, indicating three obviously C-O single bonds.
In addition, the intramolecular hydrogen bond exhibit in the compound, O1-H1A acting as hydrogen bond donor, and O3 atom as hydrogen bond acceptor, constructing a S(6) ring ( Fig.1 , Table 1 ). The crystal structure is stabilized by π-π interactions between the benzene rings [centroid-to-centroid distance = 3.588 (2) Å].
Experimental 2-Hydroxyl-4-methoxyacetophenone was isolated from the Chinese medicine Moutan Cortex. N-Bromosuccinimide (0.534 g, 3 mmol) was added slowly by cannulation to a stirred suspension of 2-hydroxyl-4-methoxyacetophenone (0.499 g, 3 mmol) in chloroform (50 ml) at room temperature. After stirring for 1 h the solution was quenched with saturated aqueous sodium bicarbonate solution (20 ml) the layers were separated and the aqueous layer was extracted with chloroform, the combined organic extracts were washed with water (20 ml), dried (MgSO 4 ) and evaporated under reduced pressure to give the crude product. Then purification by short column chromatography (chloroform) and recrystallization from chloroform gave the compound (I) as needle-like colourless crystal (0.645 g, 88%).
Refinement
H atoms were treated as riding, with C-H distances of 0.93 Å-0.96 Å and O-H distances of 0.82 Å, and were refined as riding with U iso (H) = 1.2U eq (C in aromatic ring) and U iso (H) = 1.5U eq (O or C methyl ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 0.67087 (5) 0.52356 (3) 0.17229 (7) 0.0635 (2) 
Geometric parameters (Å, °)
Br1-C1 1.889 (4) C3-C8 1.482 (5) O1-C4 1.347 (4) C4-C5 1.400 (5) O1-H1A 0.8200 C5-C6 1.380 (5) O2-C6 1.351 (4) C5-H5A 0.9300 O2-C7 1.420 (4) C7-H7A 0.9600 O3-C8 1.224 (4) C7-H7B 0.9600 C1-C2 1.382 (5) C7-H7C 0.9600 C1-C6 1.400 (5) C8-C9 1.487 (5) C2-C3 1.397 (5) C9-H9A 0.9600 C2-H2A 0.9300 C9-H9B 0.9600 C3-C4 1.389 (5) C9-H9C 0.9600
